Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.156; data-to-parameter ratio = 12.7.
Data collection
Bruker SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.954, T max = 0.979 12690 measured reflections 2303 independent reflections 1380 reflections with I > 2(I) R int = 0.052 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.156 S = 1.07 2303 reflections 181 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1 2 ; Ày þ 1 2 ; Àz þ 1.
Data collection: SMART (Bruker, 2000); cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of (I) showing 50% displacement ellipsoids. The hydrogen bond is indicated by a double-dashed line. supplementary materials sup-6 Fig. 1 
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